Key indicators: single-crystal X-ray study; T = 120 K; mean (C-C) = 0.002 Å; R factor = 0.025; wR factor = 0.069; data-to-parameter ratio = 13.4.
In the title compound, C 10 H 14 ClN 5 , the purine ring system is essentially planar, with an r.m.s. deviation from the leastsquares plane defined by the nine constituent atoms of 0.0063 (11) Å . In the crystal, molecules are linked by weak N-HÁ Á ÁN and C-HÁ Á Á interactions.
Related literature
For the synthesis, see: Fiorini & Abel (1998) . For related structures, see: Kubicki & Codding (2001) ; Rouchal et al. (2009a Rouchal et al. ( ,b, 2010 . For other related literature, see: Legraverend & Grierson (2006) .
Experimental
Crystal data 
Data collection
Oxford Diffraction Xcalibur diffractometer with a Sapphire2 (large Be window) detector Absorption correction: multi-scan CrysAlis RED (Oxford Diffraction, 2009) T min = 0.973, T max = 1.000 13543 measured reflections 2041 independent reflections 1793 reflections with I > 2(I) R int = 0.015 Refinement R[F 2 > 2(F 2 )] = 0.025 wR(F 2 ) = 0.069 S = 1.07 2041 reflections 152 parameters H atoms treated by a mixture of independent and constrained refinement Á max = 0.21 e Å À3 Á min = À0.22 e Å À3 Table 1 Hydrogen-bond geometry (Å , ).
Cg1 is the center of gravity of the pyridine ring (C1/N1/C2-C4/ N2). Data collection: CrysAlis CCD (Oxford Diffraction, 2009); cell refinement: CrysAlis RED (Oxford Diffraction, 2009); data reduction: CrysAlis RED; program(s) used to solve structure: SHELXS97 (Sheldrick, 2008); program(s) used to refine structure: SHELXL97 (Sheldrick, 2008); molecular graphics: ORTEP-3 (Farrugia, 1997) and Mercury (Macrae et al., 2008) ; software used to prepare material for publication: SHELXL97. supplementary materials Acta Cryst. (2012) . E68, o2759 [doi:10.1107/S1600536812035933] 2-Chloro-N-ethyl-9-isopropyl-9H-purin-6-amine Federico Andrés Giovagnoli, Michal Rouchal, Peter Bartoš and Robert Vícha
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Comment
The wide range of biological activities of di-, tri-, or tetrasubstituted purines is closely associated with essentially unlimited number of substituents that can be combined in the C2, C6, C8 and N9 positions of the purine ring (Legraverend & Grierson, 2006) . The title molecule has been prepared as a part of our ongoing study of novel 2,6,9-trisubstituted purine series (Rouchal et al., 2009a (Rouchal et al., ,b, 2010 . To the best of our knowledge, the title compound has not been described in the literature so far.
In the title molecule ( Fig. 1) , the purine unit is essentially planar, with a r.m.s. deviation of 0.0063 (11) Å from the leastsquares plane defined by the nine constituent atoms. Although all pyrimidine atoms lie essentially in plane, the ring is markedly deformed from regular hexagon geometry with N1-C2-N3 angle of 132.0 (11)°. In the crystal structure ( Fig. 2), molecules are connected by weak intermolecular N-H···N and C-H···π interactions (Table 1) .
Experimental
The title compound was prepared according to slightly modified literature procedure (Fiorini & Abel, 1998) . 2,6-Dichloro-9-isopropyl-9H-purine (100 mg, 0.43 mmol) and ethylamine hydrochloride (37 mg, 0.45 mmol) were dissolved in the mixture of DMF (3 cm 3 ) and triethylamine (87 mg, 0.86 mmol). The resulting solution was stirred at 90 °C for 3 h.
Subsequently, the mixture was diluted with water and extracted with ethyl acetate (6 × 10 cm 3 ). Combined organic layers were washed twice with brine, dried over Na 2 SO 4 and evaporated in vacuum. Crystallization of the crude product from diethyl ether at room temperature provided desired compound as colorless crystals (67 mg, 65%, mp 390-393 K) suitable for X-ray diffraction analysis.
Refinement
All carbon bound H atoms were placed at calculated positions and were refined as riding with their U iso set to either 1.2U eq or 1.5U eq (methyl) of the respective carrier atoms. The positions of methyl H atoms were optimized rotationally.
Nitrogen bound H atom was located in a difference Fourier map and refined freely. (7), 224 (62), 213 (10), 211 (32), 199 (9), 198 (18), 197 (27), 196 (45) , 184 (32), 183 (9), 182 (100), 171 (17), 169 (54), 161 (27), 160 (17), 156 (6), 155 (10), 154 (19), 153 (8), 146 (20), 134 (43), 133 (22), 120 (6), 119 (47), 118 (5), 108 (9), 107 (12), 106 (7), 93 (8), 92 (21), 80 (7), 68 (5), 67 (9), 66 (11), 65 (6), 55 (6), 54 (12), 53 (9), 44 (74), 43 (34), 42 (11), 41 (34), 40 (6) m/z(%). Elemental analysis calc for C 10 H 14 ClN 4 (239.70) C 50.11, H 5.89, N 29.22; found C 50.16, H 5.92 Refinement. Refinement of F 2 against ALL reflections. The weighted R-factor wR and goodness of fit S are based on F 2 , conventional R-factors R are based on F, with F set to zero for negative F 2 . The threshold expression of F 2 > 2σ(F 2 ) is used only for calculating R-factors(gt) etc. and is not relevant to the choice of reflections for refinement. R-factors based on F 2 are statistically about twice as large as those based on F, and R-factors based on ALL data will be even larger.
Computing details

Fractional atomic coordinates and isotropic or equivalent isotropic displacement parameters (Å 2 )
x y z U iso */U eq Cl1 0.71286 (4) 0.25662 (4) 0.37828 (2) 0.02326 (12) N1 0.46503 (13) 0.39081 (11) 0.30528 (7) 0.0176 (2) N2 0.45822 (13) 0.33371 (11) 0.46370 (7) 0.0172 (2) (5) C1 0.0148 (6) 0.0156 (7) 0.0203 (6) 0.0007 (5) 0.0019 (5) −0.0015 (5) C2 0.0158 (6) 0.0141 (7) 0.0191 (6) −0.0012 (5) −0.0004 (5) −0.0003 (5) C3 0.0151 (6) 0.0143 (7) 0.0200 (6) −0.0007 (5) 0.0014 (5) −0.0015 (5) C4 0.0169 (6) 0.0136 (6) 0.0192 (6) −0.0023 (5) 0.0010 (5) −0.0027 (5) C5 0.0202 (7) 0.0265 (8) 0.0166 (6) 0.0029 (6) 0.0020 (5) 0.0003 (5) C6 0.0311 (8) 0.0295 (9) 0.0329 (8) −0.0026 (6) 0.0016 (6) 0.0085 (6) C7 0.0159 (6) 0.0200 (7) 0.0238 (7) 0.0025 (5) 0.0014 (5) 0.0015 (6) C8 0.0202 (7) 0.0261 (8) 0.0169 (6) 0.0038 (5) 0.0008 (5) 0.0044 (5) C9 0.0255 (7) 0.0241 (8) 0.0258 (7) 0.0015 (6) 0.0046 (6) 0.0065 (6) C10 0.0300 (8) 0.0333 (9) 0.0220 (7) −0.0012 (6) −0.0001 (6) −0.0046 (6) Geometric parameters (Å, º) 
